Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.001 Å; R factor = 0.024; wR factor = 0.071; data-to-parameter ratio = 33.0.
In the title compound, C 6 H 6 Cl 2 N 2 , intramolecular N-HÁ Á ÁCl and C-HÁ Á ÁCl contacts generate five-membered rings, producing S(5) ring motifs. Pairs of intermolecular N-HÁ Á ÁN hydrogen bonds link neighbouring molecules into dimers with R 2 2 (8) ring motifs. In the crystal structure, these dimers are connected by N-HÁ Á ÁCl interactions and are packed into columns.
Related literature
For details of hydrogen-bond motifs, see: Bernstein et al. (1995) . For related literature and applications see, for example: Goswami & Maity (2007) ; Taylor et al. (1989) ; Taylor & Ray (1988) ; Beer et al. (1993) ; Goswami et al. (2000 Goswami et al. ( , 2005 ; Fun et al. (2008) . Table 1 Hydrogen-bond geometry (Å , ). (15) 3.0320 (9) 172.8 (13) N2-H1N1Á Á ÁCl2 0.828 (14) 2.603 (14) 3.0156 (7) 112.3 (12) C6-H6AÁ Á ÁCl1 1.02 (2) 2.67 (2) 3.1318 (9) 108.0 (14) N2-H1N1Á Á ÁCl2 ii 0.828 (14) 2.900 (14) 3.6758 (7) 156.9 (13) Symmetry code: (i) Àx þ 1; Ày þ 1; Àz.
Experimental
Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2003 
Comment
The halogen substituted π-depleted heteroaromatics (e.g. pterin, quinoxaline, naphthyridine, or pyridine derivatives) are important intermediates in modern organic chemistry (Goswami & Maity 2007; Taylor et al. 1989; Taylor & Ray 1988; Beer et al. 1993 ), e.g. they are used as precursors for pharmacologically active compounds. These are also versatile compounds in manifold synthesis of artificial receptors for molecular recognition (Goswami et al. 2000 (Goswami et al. , 2005 Fun et al. 2008 ).
In the title compound (I), Fig. 1 , intramolecular N-H···Cl and C-H···Cl contacts generate five-membered rings, producing S(5) ring motifs (Bernstein et al., 1995) . Pairs of intermolecular N-H···N hydrogen bonds link molecules into dimers with a R 2 2 (8) ring motif (Table 1 ). In the crystal structure, these dimers are connected by N-H···Cl interactions and are packed into columns along the b axis, Fig. 2 .
Experimental
Phosphorus oxychloride (POCl 3 ) (15 ml) was added to 2-amino-6-methylpyridine (2 g, 0.019 mmol) and the mixture was refluxed at 383 K for 16 h. Excess POCl 3 was distilled off. The solid residue was neutralized using KOH solution in an ice bath and a saturated NaHCO 3 solution was added. The solid residue was filtered off, extracted with CHCl 3 , the solution was dried over anhydrous Na 2 SO 4 and then concentrated under vacuum. The crude product was purified by column chromatography using silica gel with 20% ethyl acetate in petroleum ether as eluant to afford (I) (2.14 g, 65%) as a colourless crystalline solid, mp. 404-407 K.
Refinement
All hydrogen atoms were located from a difference Fourier map and refined freely; range of C-H distances: 0.924 (7) to 1.02 (2) Å. See Table 1 for N-H distances. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) Geometric parameters (Å, °)
Cl1-C4 1.7396 (7) C2-C3 1.3733 (9) Cl2-C2 1.7346 (6) C3-C4 1.3941 (9) N1-C1 1.3409 (8) C3-H3 0.970 (13) N1-C5 1.3468 (9) C4-C5 1.3894 (10) N2-C1 1.3607 (9) C5-C6 1.4996 (10) N2-H2N1 0.869 (14) C6-H6C 0.924 (17) N2-H1N1 0.828 (14) C6-H6B 0.96 (2) C1-C2 1.4118 (9) C6-H6A 1.02 (2) Fig. 1 supplementary materials sup-6 Fig. 2 
